Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.061; wR factor = 0.182; data-to-parameter ratio = 12.6.
In the title molecule, C 16 H 16 N 8 O 2 , four atoms of the tetrazine ring are coplanar, with the largest deviation from the plane being 0.0236 (12) Å ; the other two atoms of the tetrazine ring deviate on the same side from this plane by 0.320 (4) and 0.335 (4) Å . Therefore, the central tetrazine ring exhibits a boat conformation. The dihedral angles between the mean plane of the four coplanar atoms of the tetrazine ring and the two pyridine rings are 26.22 (10) and 6.97 (5) . The two pyridine rings form a dihedral angle of 31.27 (8) . In the molecule, there are a number of short C-HÁ Á ÁO interactions. In the crystal, molecules are linked via a C-HÁ Á ÁO interaction to form zigzag chains propagating along the [010] direction.
Related literature
For the activities of 1,2,4,5-tetrazine derivatives in chemical reactions, see: Domingo et al. (2009) ; Lorincz et al. (2010) . For biological activities in 1,2,4,5-tetrazine derivatives, see: Eremeev et al. (1978 Eremeev et al. ( , 1980 ; Neunhoeffer (1984) ; Sauer (1996) . For antitumor activities of 1,2,4,5-tetrazine derivatives, see: Hu et al. (2002 Hu et al. ( , 2004 ; Rao & Hu (2005 , 2006 . For typical bond lengths for C N double and C-N and N-N single bonds, see: Allen et al. (1987) . For the synthesis of the title compound, see: Hu et al. (2004) ; Skorianetz & Ková ts (1970 , 1971 ; Sun et al. (2003) . Table 1 Hydrogen-bond geometry (Å , ). (Domingo et al., 2009; Lorincz et al., 2010) , and have been widely used in pesticides and medicines (Eremeev et al., 1978 (Eremeev et al., , 1980 Neunhoeffer, 1984; Sauer, 1996) . In a continuation of our studies of antitumor activities in 1,2,4,5-tetrazine derivatives (Hu et al., 2002 (Hu et al., , 2004 Rao & Hu, 2005 , 2006 , we have obtained a colourless crystalline compound, (I). However, IR, NMR, and MS studies failed to prove whether the substituted groups of the nitrogen are located at the 1,4 or 1,2 position. The structure was confirmed by single-crystal Xray diffraction.
Experimental

Crystal data
The molecular structure of (I) is illustrated in Fig 
Experimental
The title compound was prepared according to the procedure of Hu et al. (2004) , Sun et al. (2003) and Skorianetz & Kováts (1970 , 1971 . A saturated solution of the compound in ethanol and dichloromethane (4:1, v/v) of 298 K was concentrated gradually at room temperature to afford colourless blocks.
Refinement
H atoms were included in calculated positions and refined using a riding model. H atoms were given isotropic displacement parameters equal to 1.2 (or 1.5 for methyl H atoms) times the equivalent isotropic displacement parameters of their parent atoms, and C-H distances were set to 0.96 Å for methyl H atoms and 0.93 Å for pyridyl H atoms, while N-H distances were set to 0.86 Å. (Farrugia, 1999) .
Figure 1
The structure of (I), shown with 30% probability displacement ellipsoids. 
